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Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: none 3964 measured reflections 3634 independent reflections 3214 reflections with I > 2(I) R int = 0.014 3 standard reflections frequency: 120 min intensity decay: 1% Refinement R[F 2 > 2(F 2 )] = 0.057 wR(F 2 ) = 0.133 S = 1.19 3634 reflections 199 parameters H-atom parameters constrained Á max = 0.23 e Å À3 Á min = À0.27 e Å À3 Table 1 Hydrogen-bond geometry (Å , ) . Data collection: CAD-4 Software (Enraf-Nonius, 1989); cell refinement: CAD-4 Software; data reduction: XCAD4 (Harms & Wocadlo, 1995) ; program(s) used to solve structure: SIR92 (Altomare et al., 1994) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) .
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: FJ2178).
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Comment
In the course of previous studies on new anti-HIV agents, some of us reported the synthesis and anti-HIV activity of a series of N1-benzyl-1,3-dihydro-2H-benzimidazol-2-ones, a new class of non-nucleoside HIV-1 reverse transcriptase inhibitors (NNRTIs) (Barreca et al. 2005) . More recently molecular modeling studies led to the discovery of N1-phenylsulfonyl-1,3dihydro-2H-benzimidazol-2-ones as highly potent NNRTIs active at nanomolar concentration (Barreca et al. 2007) . In this paper we report the results of the X-ray structure determination of 6-chloro-1-(3,5-dimethylphenylsulfonyl)-1,3-dihydro-2H-benzimidazol-2-one (I) the most potent derivative of the series, active against wild-type and mutant HIV-1 strains (Barreca et al., 2007) . On this respect, its geometrical features defined by X-ray analysis ( Fig. 1) , could be an useful tool to understand the structure-activity relationship of this class of compounds. The bicyclic part of the molecule consists of an aromatic ring (C2 to C7) and an imidazol-2(3H)-one nucleus approximately planar. This bicyclic fragment makes a dihedral angle of 88 (1)° with the dimethylphenyl ring. Such geometry is in agreement with the best docked conformation previously calculated (Barreca et al., 2007) and match well with the pharmacophoric model proposed for the interactions with the macromolecule. As previously observed in other N-(phenylsulfonyl)indoles (Liu et al., 2007) and N-phenylsulfonamides, (Beddoes et al., 1986) the N atom lone pair eclipses the sulfonyl group; accordingly the corresponding torsion angle O(2)-S(1)-N(1)-C(7) is 48.4 (2)°. In the crystal packing are present two intermolecular hydrogen bonds (Fig. 2 ) between N2-H2 and O1 I at a distance of 2.18 (2) Å, angle 134.2 (2)° and N2-H2 with O2 I of 2.39 (2) Å, angle 137.9 (4)°, forming a biforcated linkage with the adjacent molecule at x; 1/2 -y; z + 1/2. The crystal structure is also stabilized by π-π stacking of the benzimidazolone moieties [3.95 (1) Å] and by short intermolecular Cl(1)···O(3) I contacts [3.122 (2) Å].
Experimental
The compound I has been synthesized as previously reported (Barreca et al., 2007) . Single crystals were obtained at room temperature by slow evaporation of a CHCl 3 solution.
Refinement
All non-H-atoms were refined anisotropically. Hydrogen atoms were introduced at calculated positions, in their described geometries and allowed to ride on the attached carbon atom with fixed isotropic thermal parameters (1.2Ueq and 1.5Ueq of the parent carbon atom for aromatic H-atoms and methyls H-atoms, respectively). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.78957 (6) Geometric parameters (Å, °) S1-O3 1.419 (2) C6-C5 1.388 (4) S1-O2 1.423 (2) C6-H6 0.9300 S1-N1 1.6667 (19) C3-H3 0.9300 S1-C8 1.749 (3) C13-C12 1.368 (6) (1) Symmetry codes: (i) x, −y+1/2, z+1/2. Fig. 1 supplementary materials sup-7 Fig. 2 
